. Arrhenius plots for the urethane formation in the reaction condition of the stochiometric and isocyanate excess over 303-323 K. Table S1 . Calculated SMD solvated B3LYP/6-31G(2df,p) geometries in Cartesian coordinates of the stationary points for the reaction system studied. The calculated G4MP2(SMD=PrOH) thermochemical properties at T=298.15 K and P=1 atm is given in Hartree.
Symbols
Atomic Coordinates (Angstroms) Number X Y Z -194.063935 -194.057346 -194 Table S2 . Calculated SMD solvated B3LYP/6-31G(2df,p) geometries in Cartesian coordinates of the stationary points for the reaction system studied. The calculated G4MP2(SMD=THF) thermochemical properties at T=298.15K and P=1atm is given in Hartree. 
PrOH

Species
G4MP2 Results (E0, H(T), G(T,P))
Symbols
